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The structure of the title complex, [Na 2 (C 8 oH<) 8 N40 1 oS2)- 
(H 2 0)]-4CH 3 CN, obtained after crystallization from aceto- 
nitrile, contains two formula units in the asymmetric unit (Z' = 
2) and an estimated four molecules of acetonitrile per 
calixarene moiety. It is unusual for two Na + ions to occupy 
the lower rims of the cone calix[4]arene, as in this case, with 
one Na + ion forming two O— >■ Na + coordinate bonds with the 
two butoxy groups and four such bonds with the two N-dansyl 
carboxamide groups, forming six dative bonds between Na + 
and O. On the other hand, the other Na + ion forms only five 
O— >-Na + coordinate bonds on the far end of the calix[4]arene 
lower rim, bringing the two dansyl groups in close proximity 
with each other. There also appears to be an O— *-Na + 
coordination coming from a dangling water molecule. The 
structure contained both resolved and poorly resolved solvent 
molecules. The latter were treated using the SQUEEZE 
routine in PLATON [Spek (2009). Acta Cryst. D65, 148-155]. 
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Experimental 

Crystal data 

[Na 2 (C 80 H 98 N4O 10 S 2 )(H 2 O)]- 

4Q,H 3 N 
M r = 1567.96 
Triclinic, PI 
a = 18.9264 (3) A 
b = 19.3850 (5) A 
c = 26.0062 (7) A 
a = 81.799 (2)° 



Data collection 

Oxford Diffraction Xcalibur Ruby 

Gemini diffractometer 
Absorption correction: analytical 

(CrysAlis PRO; Oxford 

Diffraction, 2007) 

T*&, = 0.527, r max = 0.925 

Refinement 

R[F 2 > 2a(F 2 )] = 0.080 
wR(F 2 ) = 0.253 
5 = 1.08 

34199 reflections 
1908 parameters 



N(CH 3 ) 2 



P = 87.108 (2)° 
y = 64.007 (2)° 
V = 8487.8 (3) A 3 
Z = 4 

Cu Ka radiation 
jtt = 1.18 mm -1 
T = 123 K 

0.82 x 0.25 x 0.07 mm 



65382 measured reflections 
34199 independent reflections 
26391 reflections with / > 2cr(7) 
R„, = 0.040 



38 restraints 

H-atom parameters constrained 
Ap»ax = 1-54 e A~ 3 
Ap mi „ = -0.92 e A~ 3 



Data collection: CrysAlis PRO (Oxford Diffraction, 2007); cell 
refinement: CrysAlis PRO; data reduction: CrysAlis PRO 
program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) 
program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) 
molecular graphics: PLATON (Spek, 2009); software used to prepare 
material for publication: SHELXTL (Sheldrick, 2008). 



Related literature 

For details of the synthesis, see: Talanova et al. (1998). For 
refinement details concerning the use of SQUEEZE, see: Spek 
(2009). For Hg sensing properties, see: Dinake et al. (2010). 
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Aqua(M-cone-26,28-dibutoxy-25,27-bis{N-[5-(dimethylamino)naphthalene-1- 
sulfonyl]carbamoylmethoxy}-5,1 1 ,1 7,23-tetrakis(1 ,1 -dimethylethyl)- 
calix[4]arene(2-))disodium acetonitrile tetrasolvate 

Pogisego Dinake, Polina E. Prokhorova, Vladimir S. Talanov, Ray J. Butcher and Galina G. 
Talanova 

Comment 

The disodium cone-5, 1 1 , 17,23-Tetrakis(l , 1 -dimethylethyl)-25,-27-bis(7V-(5-dimethylamminonaphthalene- 1 -sulfonyl)- 
carbamoylmethoxy)-26,28-dibutoxycalix[4]arene was obtained after crystallization from acetonitrile. The structure 
contains two formula units in the asymmetric unit (7! = 2) and an estimated four molecules of acetonitrile solvate per 
calixarene moiety. The title disodium A^-dansylcarboxamide calix[4]arene complex (Fig. 1) is an unusual crystallographic 
structure and is the first of such a structure to be reported. It is unusual for two Na + ions to occupy the lower rims of the 
cone calix[4]arene, as in this case, with one Na + forming two O— >Na + coordinate the two butoxy groups and four of such 
bonds with the two N-dansyl carboxamide groups forming six dative bonds between Na + and O. On the other hand, the 
other Na + ion forms only five O— >Na + coordinate bonds on the far end of the calix[4]arene lower rim, bringing the two 
dansyl groups in close proximity with each other. There also appears an O— >Na + coordination coming from a dangling 
H2O molecule. One Na + ion is in a distorted octahedral coordination geometry, while the other is in a distorted trigonal 
bipyramidal shape. The two Na + ions are at a bond distance of 3.6001 (12) A from each other. This compound has been 
found to have sensorial capabilities towards Hg 2+ (Dinake et ah, 2010) in which the structure of the monosodium form of 
the title compound was obtained. 

The structure contained two resolved acteonitrile solvate molecules and two poorly resolved solvate molecules. The 
latter were treated using the SQUEEZE routine from PLATON (Spek, 2009). 

Experimental 

The title compund was synthesized from a cone diacid (Talanova et ah, 1998) by treatment with (COCl) 2 . The compound 
was found to possess extreme affinity towards Na + ions and it could therefore not be obtained free from Na + after washing 
with 0.1 MHC1. 

Refinement 

H atoms were placed in geometrically idealized positions and constrained to ride on their parent atoms with a C — H 
distances of 0.95, 0.98 and 0.99%A [£/iso~(H) = 1.2[/~eq~(CH and CH 2 ); £/iso~(H) = 1.5C/~eq~) for CH 3 ]. The water H's 
were found in the difference Fourier and then constrained with O — H = 0.82 A and H — O — H angle of 104.5°. 

This structure contains w-butyl groups. Even though this structure was collected at 123 K the thermal parameters for one 
of the four n-butyl groups were very high. This was attempted to be modeled as disorder but this was not successful. The 
conclusion is that this group is not well defined and thus was refined isotropically. In addition, the structure contains two 
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resolved acteonitrile molecules and two poorly resolved solvate molecules. The latter were treated using the SQUEEZE 
routine from PLATON (Spek, 2009). 

Computing details 

Data collection: CrysAlis PRO (Oxford Diffraction, 2007); cell refinement: CrysAlis PRO (Oxford Diffraction, 2007); 
data reduction: CrysAlis PRO (Oxford Diffraction, 2007); program(s) used to solve structure: SHELXS97 (Sheldrick, 
2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); 
software used to prepare material for publication: SHELXTL (Sheldrick, 2008). 



Figure 1 

A view of one molecule from the asymmetric unit (Z' = 2) of the title compound, showing the heteroatom numbering. 
Displacement ellipsoids are drawn at the 30% probability level. 

Aqua(^/-cone-26,28-dibutoxy-25,27-bis{iV-[5-(dimethylamino)naphthalene- 1- 

sulfonyl]carbamoylmethoxy}-5,1 1 ,1 7,23-tetrakis(1 ,1 - dimethylethyl)calix[4]arene(2-))disodium acetonitrile 
tetrasolvate 



9B 




Crystal data 



[Na 2 (C8oH 98 N40 1 oS2)(H 2 0)]-4(C2H 3 N) 

M r = 1567.96 

Triclinic, PI 

Hall symbol: -P 1 

a= 18.9264 (3) A 

b = 19.3850 (5) A 

c = 26.0062 (7) A 

a = 81.799 (2)° 



P= 87.108 (2)° 
y = 64.007 (2)° 
V= 8487.8 (3) A 3 
Z = 4 

F(000) = 3176 

D x = 1.227 Mgnr 3 

Cu Ka radiation, X = 1.54178 A 

Cell parameters from 19166 reflections 
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9= 2.7-75.6° 
ft — 1.18 mrrT 1 
T= 123 K 

Data collection 

Oxford Diffraction Xcalibur Ruby Gemini 

diffractometer 
Radiation source: Enhance (Cu) X-ray Source 
Graphite monochromator 
Detector resolution: 10.5081 pixels mm" 1 
co scans 

Absorption correction: analytical 

(CrysAlis PRO; Oxford Diffraction, 2007) 
T mm = 0.527, r max = 0.925 

Refinement 

Refinement on F 2 
Least-squares matrix: full 
R[F > 2<r( J F 2 )] = 0.080 
wRiF 1 ) = 0.253 
S = 1.08 

34199 reflections 
1908 parameters 
38 restraints 

Primary atom site location: structure-invariant 
direct methods 



Plate, colorless 

0.82 x 0.25 x 0.07 mm 



65382 measured reflections 
34199 independent reflections 
26391 reflections with/> 2a(I) 
R mt = 0.040 

^max 75.7 , 0 m [ a 2.7 

h = -15— >23 
k= -23^24 
/ = -31->32 



Secondary atom site location: difference Fourier 
map 

Hydrogen site location: inferred from 

neighbouring sites 
H-atom parameters constrained 
w = U[o\F 2 ) + (0.16157 3 ) 2 + 2.9659P] 

where P = (F 0 2 + 2F 2 )/3 
(A/(7) max = 0.001 
A/w = 1.54 e A -3 
kpmm = -0.92 e A" 3 



Special details 

Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full 
covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and 
torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. 
An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. 
Refinement. Refinement of F 2 against ALL reflections. The weighted 7?-factor wR and goodness of fit S are based on F 1 , 
conventional i?-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 1 > a{F 2 ) is used 
only for calculating 7?-factors(gt) etc. and is not relevant to the choice of reflections for refinement. i?-factors based on F 2 
are statistically about twice as large as those based on F, and R- factors based on ALL data will be even larger. 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 





X 


y 




u iso */u eci 


S1A 


0.51353 (4) 


0.61647 (3) 


0.36288 (2) 


0.03841 (13) 


S2A 


0.44161 (4) 


0.96872 (3) 


0.38756 (2) 


0.03441 (12) 


NalA 


0.33272 (5) 


0.87110(5) 


0.24731 (4) 


0.03182 (19) 


Na2A 


0.47429 (3) 


0.79912 (5) 


0.35234 (4) 


0.0384 (2) 


OlA 


0.31408 (9) 


0.76703 (8) 


0.22503 (6) 


0.0288 (3) 


02A 


0.21297(10) 


0.90401 (10) 


0.29489 (7) 


0.0350 (4) 


03A 
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0.23513 (6) 


0.0285 (3) 
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0.16306 (7) 


0.0357 (4) 
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0.29278 (7) 


0.0367 (4) 
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0.39304 (8) 


0.0492 (5) 


08A 


0.39788 (9) 


0.91474 (9) 


0.29900 (7) 


0.0327 (3) 


09A 


0.51710(11) 


0.96324 (12) 


0.36985 (7) 


0.0452 (4) 
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-U.Ulo (2) 


C5oB 


A AO 1 ZO\ 

U.Uol (2) 


A ATT /TA 
U.U/2 (2) 


A AOT /T A 

U.Uo3 (3) 


A AT T /TA 
— U.U3 / (2) 


A A 1 T /TA 
U.U12 (2) 


A A 1 /I /TA 
— U.U14 (2) 


C59B 


0.0595 (18) 


0.0594 (19) 


0.087 (3) 


-0.0293 (15) 


0.0233 (18) 


-0.0195 (18) 


C60B 


0.070 (2) 


0.075 (2) 


0.071 (2) 


-0.0284 (19) 


0.0264(18) 


-0.0295 (19) 


C61B 


0.075 (2) 


0.076 (2) 


0.095 (3) 


-0.034 (2) 


0.014 (2) 


-0.040 (2) 


C62B 


0.0608 (18) 


0.060 (2) 


0.097 (3) 


-0.0292 (16) 


0.0122(19) 


-0.0266 (19) 


C63B 


0.0485 (15) 


0.0512(16) 


0.082 (2) 


-0.0241 (13) 


0.0163 (15) 


-0.0173 (16) 
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C64B 


A A/1 AO" / 1 O A 

(J.(J4(J/ (13) 


A ACO A / 1 AA 

0.0330 (Id) 


A AT A /OA 

0.0/6 (z) 


A AO 1 O / 1 O A 

— 0.0Z13 (lz) 


A AOO C / 1 O A 

0.0Z36 (13) 


A A1 A/l / 1 CA 

—0.0304 (13) 


C63B 


a 1 en //:a 

u.idv (6) 


A 1 CO /AA 

0.133 (6) 


A 1 A 1 //I A 

0.101 (4) 


A AO"C /CA 

—0.0/3 (3) 


A ACA //IA 

0.030 (4) 


A AC 1 (A A 

-0.031 (4) 


C66B 


(J.13 / (3) 


A 1 AT f A\ 
0.10/ (4) 


A AO 1 /O A 

0.051 (3) 


A A/l 1 (A A 

—0.041 (4) 


A A1 A /I A 

— o.oiy (3) 


A AOA /OA 

— o.ozy (3) 


Co /B 


A AO /I A /1 A A 

0.0340 (10) 


a mm /1 a a 
O.Ozy / (10) 


A A/l OA /1 /IA 

o.o4yy (14) 


A A 1 OT /OA 

— o.oio / (y) 


A AA/I £. ( 1 AA 
0.0046 (10) 


A A1 CO /OA 

—0.0133 (V) 


C60B 


A A1 1 n 1 \ 

0.0361 (11) 


A A1 11 /1 1 A 

0.0331 (11) 


A ACCO /1 CA 

0.0335 (13) 


A A 1 A1 /OA 

— u.oiy3 (y) 


A A 1 A 1 /1 AA 
0.0101 (10) 


A A 1 C A / 1 AA 

—0.0164 (10) 


CovB 


A A1 A 1 / 1 O A 

o.oiyi (13) 


A A') HA / 1 O A 

0.03 /4 (13) 


A AOI /OA 

o.oy3 (z) 


A AIOjC /11A 

—0.0186 (11) 


A AO £i C / 1 A A 

0.0ZO3 (14) 


A A1 *70 /1 /IA 

—0.01 11 (14) 


/"■TAD 

C /OB 


A A1 1 A /I 1\ 

0.033V (13) 


A A/l C*7 /1 AA 

0.043 / (lo) 


A 1 AO /I A 
0.10Z (3) 


A A 1 1 T /1 OA 

—0.011 / (lz) 


A A 1 /;a /1 £A 

0.016V (16) 


A AAAO /1 TA 
— 0.000Z (1 /) 


C /IB 


A A1 A1 / 1 OA 

0.0303 (lz) 


A AC 1 1 / 1 H\ 

0.0333 (1 /) 


A AAO /OA 

o.oyo (3) 


A A1 HC /1 OA 

— O.OIoj (lz) 


A AAZT1 /1 CA 

0.0063 (13) 


A AAO 1 / 1 TA 
— 0.00Z1 (1 /) 


C /zB 


A A171 /I OA 
0.03 / J (13) 


A A/1 A 1 /1 CA 

0.0401 (13) 


A AOC /OA 

0.053 (Z) 


A AO AO /1 1 A 

— U.OZOo (11) 


A A 1 TA / 1 A A 

0.01 /0 (14) 


A A1 1/1 /1 CA 

—0.01 14 (13) 


C /3B 


A A/1 AC / 1 1 A 

0.0403 (13) 


AA/1C/I / 1 /I A 

0.0434 (14) 


A AACO /1 OA 

0.063 / (lo) 


A A 1 OT / 1 1 A 

— 0.015 / (11) 


A A1 AO /1 OA 

0.01V3 (13) 


A A1TC /IOA 

—0.01 /3 (13) 


C /4B 


A A/I AT /1 /IA 

0.046/ (14) 


A A/1 OO /1 AA 

0.04V/ (16) 


A AAOO" /1 OA 

O.OoZ / (lo) 


A AO AO /1 OA 

— 0.0Z05 (lz) 


A A 1 OA / 1 1 A 

O.OlzV (13) 


AA10T/1/IA 

—0.013 / (14) 


/"'Ten 
C /jB 


A AAOO" /1 AA 

o.ooz / (iv) 


A AAO /OA 

0.063 (z) 


A AOO /OA 
0.0 11 (Z) 


A AO O 1 / 1 £\ 

— 0.0Z51 (16) 


A AA A O / 1 *7A 

— 0.004Z (1 /) 


A AAOO /1 TA 

— o.ooyo (i /) 


C /6B 


0.0333 (1 /) 


a mi /oa 
0.0 / 1 (z) 


A AOC /^A 

0.0o3 (3 ) 


A AOOI /1 /^A 

— U.0zy3 (lo) 


A AA/I /I /1 OA 

—0.0044 (15) 


A A 1 HH /1 OA 

—0.01 / / (iy) 


C / /B 


A A/1 O 1 /1 CA 

0.0451 (13) 


A A/l OO /1 AA 

0.0455 (lo) 


A AOC /OA 

0.053 (Z) 


A AOO 1 /1 OA 

— 0.0Z31 (13) 


A AAO" 1 / 1 CA 

0.00/1 (13) 


A AO IT /I £1\ 

— 0.0Z1 / (16) 


C /oB 


A A1 AA / 1 O A 

0.03V0 (13) 


A A/l AA / 1 A A 

0.0400 (14) 


A f\HH /OA 

0.0 / / (z) 


A A 1 C A / 1 1 A 

— u.oi6y (ii) 


A AO A 1 / 1 1 A 
O.OZOl (13) 


A A1 OO /1 OA 

— 0.0iy3 (13) 


C /VB 


A ACO 1 / 1 A A 
0.0351 (IV) 


A AO 1 /O A 

0.051 (3) 


A AT/T /OA 

0.0 /o (Z) 


A AO OT / 1 O A 

— O.Ozo / (15) 


A A 1 A O / 1 OA 

0.0145 (lo) 


A AAO /OA 

0.00Z (z) 


CoOB 


A AAO /OA 

0.06V (Z) 


A AA 1 /OA 

0.061 (Z) 


A AC2 /^A 

0.0o3 (3 ) 


A AO/I C /1 H\ 

—0.0343 (1 /) 


A AAOO /1 OA 
0.00y5 (IV) 


A AAO C /1 OA 

—0.0033 (lo) 


XT1 C 


A ACO /OA 

0.033 (z) 


A AOO /OA 

0.0V3 (3) 


A O 1 O //;A 

0.Z15 (o) 


A A 1 A /OA 

—0.014 (Z) 


A AOA /OA 
0.0ZV (3) 


A f\1 A //I A 

0.03V (4) 


1 1 c 
Cllb 


A AC O A / 1 AA 

0.0354 (iv) 


A A /I 7A / 1 H\ 

0.04 /y (1 /) 


A AAO /OA 

o.oyz (3) 


A A 1 AO / 1 CA 

— u.oiys (13) 


A A 1 /CA / 1 AA 
0.016V (IV) 


A AA/1 A / 1 TA 

0.0044 (1 /) 


Clzd 


A A/l /I A /1 0 A 

0.044V (13) 


A AO A A ( '1 OA 

0.0344 (lz) 


A A/1 AT / 1 CA 

0.04y / (13) 


A A 1 QH /1 AA 
—0.01 5 / (10) 


A AAO/: /I 1 A 

O.OOzo (11) 


A A1 AC /1 1 A 

—0.0103 (11) 


XTO C 


A AC CA /1 AA 
0.033V (16) 


A AAO /OA 

o.ooy (z) 


A 1 A A /OA 

0.100 (3 ) 


A A1 TC /1 CA 
—0.01 /3 (13) 


A A1 AO /1 TA 

— o.oi6y (i /) 


A A1 A/l /1 OA 

—0.0164 (lo) 


Czlb 


A A/1 T7 /1 /I A 

0.04/ / (14) 


A A/l QH /1 CA 

0.045/ (13) 


A f\£.HA /1 AA 

0.06/4 (iy) 


A AO A C /1 OA 

— 0.0Z46 (lz) 


A AA 11 /1 A A 

—0.0011 (14) 


A A 1 H(\ /1 A A 

—0.01 /0 (14) 


Czzo 


A A/l *7A / 1 O A 

0.04 /0 (13) 


A A/l 1/1/1 OA 

0.0414 (13) 


A AC A 1 / 1 /TA 

0.0341 (16) 


aaiai /11A 

— o.oiyi (ii) 


A AA 1 C / 1 O A 

—0.0013 (lz) 


AA101 /IOA 

— O.Olzl (lz) 




0 0QQ 

U.U77 ^3 ) 


U.ZZo \ 1 ) 


0 OQA (A\ 


u.uoi yHf 


0 000 (Vl 

u.UVJu ^3 ) 


—0 009 (A\ 


C31S 


0.0535 (19) 


0.139(4) 


0.074 (3) 


-0.042 (2) 


0.0053 (19) 


-0.018(3) 


C32S 


0.0501 (18) 


0.099 (3) 


0.089 (3) 


-0.024 (2) 


-0.0007 (19) 


-0.014 (2) 


N4S 


0.537 (8) 


0.806(13) 


0.206(11) 


-0.596 


0.109(11) 


-0.109(12) 


C41S 


0.262 (8) 


0.262 (9) 


0.100 (5) 


-0.203 (8) 


0.018(6) 


-0.012 (6) 


C42S 


0.098 (5) 


0.164 (8) 


0.162 (8) 


-0.003 (5) 


-0.012 (5) 


0.039 (6) 



Geometric parameters (A, ") 


SIA— 06A 


1.439 (2) 


NalB— 05B 


2.3686 (18) 


SIA— 07A 


1.449 (2) 


NalB— 02 W 


2.3854 (1) 


SIA— NIA 


1.604 (2) 


NalB— O10B 


2.513 (3) 


SIA— C55A 


1.775 (3) 


NalB— Na2B 


3.5967 (9) 


S2A— 09A 


1.442 (2) 


Na2B— O8B 


2.304 (2) 


S2A— 01 OA 


1.455 (2) 


Na2B— 05B 


2.3114(19) 


S2A— N3A 


1.604 (2) 


Na2B— 03B 


2.3241 (17) 


S2A— C69A 


1.779 (2) 


Na2B— OIB 


2.3329 (18) 


NalA — 05 A 


2.2840 (18) 


Na2B— 04B 


2.352 (2) 


NalA— 08A 


2.3344(18) 


Na2B— 02B 


2.366 (2) 


NalA— 03 A 


2.3367 (17) 


OIB— C1B 


1.400 (3) 


NalA— OlA 


2.3468 (17) 


OIB— C53B 


1.441 (2) 


NalA— 04 A 


2.357 (2) 


02B— C17B 


1.391 (3) 


NalA— 02 A 


2.398 (2) 


02B— C45B 


1.461 (4) 


NalA— Na2A 


3.6001 (12) 


03B— C28B 


1.395 (3) 


Na2A— 01 W 


2.2692 (9) 


03B— C67B 


1.434 (2) 


Na2A — 08 A 


2.3481 (18) 


04B— C39B 


1.393 (3) 


Na2A— 07A 


2.351 (2) 


04B— C49B 


1.451 (3) 
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NazA — (J5A 


O O C 1 A ( 1 

Z.3519 (1 


Na2A — O10A 


O OAA /ON 

2.399 (2) 


OlA — CIA 


1 O AC /O \ 

1.395 (3) 


(J1A — C53A 


1 /IOC /1\ 

1.435 (2) 


(J2A — C 1 7A 


1 "> A "7 /0\ 

1.397 (3) 


Z"\0 A Z" 1 ,1 C A 

OzA — C45A 


1.437 (3) 


Z"\0 A Z~<0 O A 

03A — C28A 


1 O AT /O \ 

1.397 (3) 


/~\ "> a Z" 1 /"^ A 

03A — C67A 


1.443 (2) 


(J4A — C39A 


1.398 (3) 


04A — C49A 


1.470 (3) 


/"\ C A Z~< C /I A 

05A — C54A 


1 O/l 1 /O \ 

1.241 (3) 


/- \ o A Z" 1 /"OA 

08A — C68A 


1.245 (3) 


/"A i itt TT1 11 Tt 

(Jl W — H1W1 


n on A O 

0.8943 


Z"\ 1 ITT TT1 llfl 

Ol W — H1W2 


A O AO /" 

0.8636 


XT 1 A z" 1 C A A 

N1A — C54A 


1.325 (3) 


XT'"! A C ^ £(\ A 

N2A — G60A 


1.410 (4) 


XT'"! A C /- /- A 

NzA — Coo A 


1 /I A f\ /C\ 

1.440 (5) 


a f ' / C A 

N2A — C65A 


1 /I /I A /C\ 

1.449 (5) 


XTO A /" "* /'OA 

N3A — C68A 


1.336 (3) 


XT A A nil A 

N4A — C74A 


1.426 (5) 


XT A A /""O A A 

N4A — Co OA 


1.453 (5) 


XT A A A 

N4A — C79A 


1.501 (6) 


CIA — C6A 


1.384 (3) 


CIA — CzA 


1 -i a 1 /o \ 

1.401 (3) 


/ • o a O A 

CzA — C3A 


1 one \ 

1.395 (3) 


A* /-» a /"" , AAA 

C2A — C44A 


1.518 (3) 


A* o a Z" /i a 

C3A — C4A 


1.399 (4) 


C • ~) a TTO A A 

C3A — H3AA 


A A C A A 

0.9500 


/ • J A /~i C A 

C4A — C5A 


1.392 (4) 


a a rin a 

C4A — C7A 


1.535 (3) 


C5A — C6A 


1.401 (3) 


AC a TTC A A 

C5A — H5AA 


A A C A A 

0.9500 


C6A — C11A 


1.520 (3) 


Z~ "7 A /" A a 

C7A — C9A 


1.516 (5) 


C7A — CI OA 


1.520 (6) 


/~ 1 '7 A /~i O A 

C7A — C8A 


1 CTI / /I \ 

1.5zz (4) 


Z"* O A T TO A A 

Co A — H8AA 


A A OA A 


A~i o a TTO A n 

C8A — H8AB 


A A O AA 

0.9800 


A~i o a TTO A Z" 1 

C8A — H8AC 


A A OA A 

0.9800 


/~T\ A TTH A A 

C9A — H9AA 


A A O A A 

0.9800 


/"'A a tta a ri 

C9A — H9AB 


A AOAA 

0.9800 


f ' A a TTfl A l~ A 

C9A — H9AC 


A AOAA 

0.9800 


Z"* 1 A A TT 1 A A 

C10A — H10A 


A AOAA 

0.9800 


riAA T T 1 AD 

C10A — HlOts 


A AOAA 

0.9800 


CI OA— H10C 


0.9800 


C11A— C12A 


1.520 (3) 


C11A— H11A 


0.9900 


C11A— HUB 


0.9900 


C12A— C13A 


1.391 (3) 



9) 



Acn A' C A D 

(J5B — C54B 


1 no /") \ 

1.228 (3) 


Aon A/on 

08B — C68B 


1.234 (3) 


02W — H2W1 


A OOA/" 

0.8306 


(JzW — HzWz 


a z:oac 

0.6805 


\| 1 n A' C A D 

N IB — C54B 


1.342 (3) 


XT'or* A/c n 

N2B — C65B 


1.405 (8) 


N2B — C66B 


1 JT / ZO\ 

1.436 (8) 


\ttt) / /_ A D 

NzB — C60B 


1 /I / A //T\ 

1.469 (6) 


JN3B — C68B 


1.335 (3) 


N4B — C74B 


1 /I /I A / /I \ 

1.440 (4) 


N4B — C80B 


1 A C A /C\ 

1.454 (5) 


XT/IT") A^nn 

N4B — C79B 


1 A £ A { C\ 

1.464 (5) 


CIB — CzB 


1 O A 1 /O \ 

1.391 (3) 


CIB — C6B 


1 O A/1 ( A\ 

1.396 (4) 


/ ^ D ATT1 

CzB — C3B 


1.406 (3) 


CzB — C44B 


1 f n /o \ 

1.517 (3) 


Pin / < a 

C3B — C4B 


1 1 A 1 //I \ 

1.391 (4) 


C3B — H3BA 


A AC AA 

0.9500 


a /in Arn 

C4B — C5B 


1.390 (4) 


C4B — C7B 


1 C /1 1 

1.542 (3) 


nrn /v. o 

CjB — CoB 


1 /IA1 /1\ 

1.403 (3J 


AC n TTCTl A 

C5B — H5BA 


A A C AA 

0.9500 


C6B — CUB 


1.520 (3) 


C7B — C9B 


1 CO 1 f A\ 

1.521 (4) 


/•-jn / • i An 

C7B — CI 0B 


1.527 (4) 


f ~' ~i r - ) Aon 

C7B — C8B 


1.528 (4) 


/"<on TTon a 

C8B — H8BA 


A AOAA 

0.9800 


/ ^ o r> TTonn 

C8B — H8BB 


A AOAA 

0.9800 


z^on nonr 

C8B — H8BC 


A AOAA 

0.9800 


r~\ (\ i~> TTAn A 

C9B — H9BA 


A AOAA 

0.9800 


/^An TTAnn 

C9B — H9BB 


A AOAA 

0.9800 


f ' (\ r> t TAn 

C9B — H9BC 


A AOAA 

0.9800 


r - 1 {\T\ T T 1 AT"\ 

C10B — H10D 


A AOAA 

0.9800 


/" -> \ An TT 1 AT -1 

C10B — H10E 


A AOAA 

0.9800 


/ ■< i An TT 1 AT? 

CI 0B — HI Or 


A AOAA 

0.9800 


pim a i on 

CUB — ClzB 


1.523 (3) 


pilf) TT1 1 A 

CUB — H11C 


A AAAA 

0.9900 


f ^ i i r-) T T 1 1 T\ 

CUB — H11D 


A AAAA 

0.9900 


ClzB — C17B 


1 O AO { A \ 

1.392 (4) 


ClzB — C13B 


1 A A A i A\ 

1.404 (4) 


/ ' 1 On pi /in 

C13B — C14B 


1 1 A A / A \ 

1.390 (4) 


/^ i "> r> TTion 

C13B — H13B 


A ACAA 

0.9500 


f • \ A n /^icn 

C14B — C15B 


1 A AA / /I \ 

1.400 (4) 


C14ts — C18B 


1 CIO /yl\ 

1.529 (4) 


C15B— C16B 


1.385 (4) 


C15B— H15B 


0.9500 


C16B— C17B 


1.413 (3) 


C16B— C22B 


1.524 (3) 


C18B— C20B 


1.520 (5) 
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ClzA — C17A 


1 A A A /") \ 

1.400 (3) 


f • 1 o A /O 1 /I A 

C13A — C14A 


1 O A A i A\ 

1.394 (4) 


1 T A Tin A 

L13A — HI JA 


A A C A A 

0.9500 


L14A — L15A 


1.387 (4) 


PI y| » /"< 1 O A 

L14A — L18A 


1.540 (3) 


C15A — LloA 


1 o no / a \ 

1.398 (4) 


PICA TT1CA 

L15A — H15A 


a acaa 

0.9500 


p 1 Z' A P 1 "7 A 

C 1 6 A — C 1 7 A 


1 O A O /O \ 

1.398 (3) 


pi /" * POO A 

LloA — CzzA 


1.534 (4) 


p 1 o A /O i fi a 

C 1 8 A — C 1 9A 


1.523 (5) 


P 1 O A PO A A 


1 CO A / A \ 

1.530 (4) 


p 1 o A /O O 1 A 

C18A — C21A 


1.544 (5) 


pi a a T T 1 A A 

C19A — H19A 


A AOAA 

0.9800 


p i A 1 T T 1 ( \ T"> 

C19A — H19B 


A AOAA 

0.9800 


/"i 1 A A T T 1 r\i~^ 

C19A — H19C 


A AOAA 

0.9800 


pi 1 i\ a tt^ia A 

C20A — H20A 


A AOAA 

0.9800 


CzOA — Hz OB 


A AOAA 

0.9o00 


C20A — H20C 


A AOAA 

0.9800 


C21A — H21A 


A A O A A 

0.9800 


PTI a TTO 1 T> 

CzlA — Hz IB 


A AOAA 

0.9800 


PO 1 A U") 1 p 

CzlA — HzlC 


A AOAA 

0.9800 


P11 A POT A 

CzzA — Cz3A 


1 C 1 A f A \ 

1.519 (4) 


C22A — H22A 


A A A A A 

0.9900 


P11 A TTIID 

CzzA — HzzB 


A AAAA 

0.9900 


PT} A pi -1 A 

Cz3A — Cz4A 


1.39 / (4) 


POO A POO A 

C23A — C28A 


1 O A O /O \ 

1.398 (3) 


PO/1 A POC A 

C24A — C25A 


1 O O A i A\ 

1.384 (4) 


Cz4A — Hz4A 


A ACAA 

0.9500 


PTC a P O /, a 

Cz5A — CzoA 


1.393 (4) 


poc a pin a 

C25A — C29A 


1.537 (4) 


C 1 ~\ / a POT A 

CzoA — Cz7A 


1 O A A /O \ 

1.399 (3) 


p 1 A T TO A 

LzoA — HzoA 


a acaa 

0.9500 


POO A POO A 

Cz7A — Cz8A 


1.395 (4) 


P OTA P 1 1 A 

C27A — C33A 


1.518 (3) 


POA A PI 1 A 

C29A — C31A 


1.521 (5) 


POA A POA A 

C29A — C30A 


1 COO //"\ 

1.538 (6) 


POA A P")0 A 

C29A — C32A 


1.538 (6) 


P O A A T T") A A 

C30A — H30A 


A AOAA 

0.9800 


POA A TT")AT) 

C30A — H30B 


A AOAA 

0.9800 


P O A A Tn AP 

C30A — H30C 


A AOAA 

0.9800 


p i a TTO 1 A 

C31A — H31A 


A AOAA 

0.9800 


pi i a TT1 1 T) 

C31A — Hi IB 


A AOAA 

0.9800 


PO 1 A TT") 1 P 

C31A — H31C 


A AOAA 

0.9800 


C32A— H32A 


0.9800 


C32A— H32B 


0.9800 


C32A— H32C 


0.9800 


C33A— C34A 


1.526 (3) 


C33A— H33A 


0.9900 


C33A— H33B 


0.9900 



p i on p 1 t~> 

CloB — CzlB 


1.531 (4) 


P 1 OTl P 1 ATI 

C 1 8B — C 1 9B 


1.542 (5) 


P 1 ATI T T 1 AT"\ 

C19B — H19D 


A AOAA 

0.9800 


P 1 ATI TT 1 AT -1 

C19B — H19E 


A AOAA 

0.9800 


P 1 ATI T T 1 AT" 1 

C19B — H19F 


A AOAA 

0.9800 


POAT) TTOAT"\ 

C20B — H20D 


A AOAA 

0.9800 


PAAT) TTOAT7 

CzOB — HzOb 


A AOAA 

0.9800 


POAT) r |i np 

C20B — H20F 


A AOAA 

0.9800 


pi i l~"> TTO 1 T"\ 

CzlB — HzlD 


A AOAA 

0.9800 


Plin TT01T7 

CzlB — Hz lb 


A AOAA 

0.9800 


Plin T to 1 T7 

CzlB — HzH 


A AOAA 

0.9800 


P11D POTT) 

CzzB — Cz3B 


1 CO 1 /o \ 

1.521 (3) 


CzzB — HzzC 


Pt AAAA 

0.9900 


POOD TTOOT"\ 

CzzB — HzzD 


A AAAA 

0.9900 


Plin POO n 

Cz3B — Cz8B 


1 TAA ZO\ 

1.390 (3) 


pnn po^itj 

Cz3B — Cz4B 


1 T AC {") \ 

1.395 (3) 


pi /IT) piff) 

Cz4B — Cz5B 


1 O A 1 ( A\ 

1.391 (4) 


C ' "\ A T) TTO /IT) 

Cz4B — H24B 


A A C A A 

0.9500 


POCT) PO/"T) 

C25B — C26B 


1 o m / a \ 

1.397 (4) 


pifT) POAT) 

Cz5B — Cz9B 


1.536 (3) 


r • o /C D POOD 

CzoB — Cz /B 


T /I A 1 /'J \ 

1.401 (3) 


p^i /: rj ttoz:t) 

CzoB — HzoB 


A A C A A 

0.9500 


POTT) POOT) 

C27B — C28B 


1 O A A /O \ 

1.399 (3) 


/^0*7T) pilT) 

L27B — C33B 


1 CO A /"} \ 

1.520 (3) 


L29B — L32B 


1.516 (5) 


/^1AT» Pi1 1 

C29B — C31B 


1.535 (4) 


POAT) POAT) 

C29B — C30B 


1.543 (4) 


C30B — H30U 


Pt AOAA 

0.9800 


PTAT) TTOAT7 

C30B — H30b 


A AOAA 

0.9800 


PI AT) r yi Ap 

C30B — H30F 


A AOAA 

0.9800 


PO 1 T) TTO 1 T\ 

C31B — H31D 


A AOAA 

0.9800 


L31B — H31b 


A AOAA 

0.9800 


C31B — H3ir 


A AOAA 

0.9800 


POOT) TTOOT\ 

C32B — H32D 


A AOAA 

0.9800 


piif) TTTOT7 

C3zB — H3zb 


A AOAA 

0.9800 


piif) TTTOT7 

C3zB — H3zr 


A AOAA 

0.9800 


piin PT/1T) 

C33B — C34B 


1 CO 1 /o \ 

1.521 (3) 


POOT) TI11P 

C33B — H33C 


A AAAA 

0.9900 


C33B — H33D 


Pt AAAA 

0.9900 


C34B — C35B 


1 TOO \ 

1.388 (3) 


C34B — C39B 


1 -1 AO /T\ 

1.402 (3) 


PICT) P1/"T) 

C35B — C36B 


1 AC\ A { A \ 

1.404 (4) 


pif f) TT1 f T) 

C35B — H35B 


A A C A A 

0.9500 


C36B — L3 id 


T •} A A //I \ 

1.390 (4) 


C36B— C40B 


1.535 (3) 


C37B— C38B 


1.392 (3) 


C37B— H37B 


0.9500 


C38B— C39B 


1.406 (3) 


C38B— C44B 


1.522 (3) 
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/I A P ") A A 

Li 4 A — C39A 


1 1 OA / A \ 

1.389 (4) 


P"> A * /"• ") C A 

C34A — C35A 


1 -1 A A / A \ 

1.400 (4) 


PO C A PI A 

C35A — C36A 


1 ino / a \ 

1.398 (4) 


/~"~> C A TTT C A 

LJ5A — H35A 


A A C A A 

0.9500 


C36A — C37A 


1.386 (4) 


C36A — C40A 


1 CI /A \ 

1.536 (4) 


C37A — C38A 


1 TOO \ 

1.388 (3) 


C37A — H37A 


A ACAA 

0.9500 


O A Z" 1 '} A A 

C38A — C39A 


1 /I AC /") \ 

1.405 (3) 


pi •-> O A /" 1 AAA 

C38A — C44A 


1.534 (3) 


p a i\ \ A 1 A 

C40A — C41A 


1 C">0 /C\ 

1.528 (5) 


p< A f\ K pi A O A 

C40A — C42A 


1.529 (5) 


L40A — C43A 


1.533 (5) 


P /I 1 A TT/11 A 

C41A — H41A 


A aOAA 

0.9800 


pi a i * TT/11 T) 

C41A — H41B 


A A OA A 

0.9800 


f • A 1 A TT/11 

C41A — H41C 


A A O AA 

0.9800 


L4zA — H42A 


A AOAA 

0.9800 


C42A — H42B 


A AOAA 

0.9800 


C42A — H42C 


f\ r\n aa 

0.9800 


p^o a Jl A1 A 

L4JA — H43A 


A AOAA 

0.9800 


/~< A1 A J J ATT* 

L4JA — H43B 


A AOAA 

0.9800 


P A^ A TT/lir' 

C43A — H43C 


A AOAA 

0.9800 


pi AAA TT A A A 

C44A — H44A 


A A AAA 

0.9900 


PA A A Tl A AT) 

C44A — H44B 


A AAAA 

0.9900 


Pa; A A £ S. 

L45A — C46A 


1 A A A /*} \ 

1.494 (3) 


pi A r A TT/lf A 

C45A — H45A 


A AAAA 

0.9900 


pi Af a T T A C T"> 

C45A — H45B 


A AAAA 

0.9900 


P' A £L A P/IT A 

L46A — L47A 


1 CAA /">\ 

1.509 (3) 


/"< A £ A TT/1/^A 

L46A — H46A 


A AAAA 

0.9900 


pi a p a T T A £ 

C46A — H46B 


A AAAA 

0.9900 


pi A "7 A /' 1 AG A 

C47A — C48A 


1 /I "7 A / /I \ 

1.479 (4) 


L47A — H47A 


A AAAA 

0.9900 


L47A — H47B 


A AAAA 

0.9900 


pi A o A TT/IOA 

C48A — H48A 


A AOAA 

0.9800 


p ao A TT/IOT) 

L4oA — H48B 


A AOAA 

0.9800 


PAO A TT/IOr 1 

L4oA — H48L 


A AOAA 

0.9800 


p AO A P C A A 

L49A — L50A 


1 A OA /"} \ 

1.489 (3) 


Z" 1 AC\ A T T /I A A 

L49A — H49A 


A AAAA 

0.9900 


pi a A A T T /I AT) 

C49A — H49B 


A AAAA 

0.9900 


f ' r t\ \ p c 1 A 


1 f 1 1 /-> \ 

1.5 11 (3) 


/"<CAA TTCAA 

L50A — H50A 


A AAAA 

0.9900 


pi r i\ a TTf ATI 

C50A — H50B 


A AAAA 

0.9900 


P C 1 A P CO A 

C51A — C52A 


1 C 1 A S A\ 

1.519 (4) 


f~* C 1 A 1 A 

C51A — H51A 


A AAAA 
0.9900 


C51A— H51B 


0.9900 


C52A— H52A 


0.9800 


C52A— H52B 


0.9800 


C52A— H52C 


0.9800 


C53A— C54A 


1.525 (3) 



pi A AFJ pi A ~> 

C40B — C43B 


1.515 (4) 


p A /\T1 P yl 1 T"> 

C40B — C41B 


1.530 (4) 


pi A Af) pi A^n 

C40B — C42B 


1.533 (5) 


pi a i n tt/11 r~\ 

C41B — H41D 


A AOAA 

0.9800 


pi A 1 T) TT/11T7 

C41B — H411i 


A AOAA 

0.9800 


p /i 1 r> tt/1 i r 

C41B — H41F 


A AOAA 

0.9800 


C ^ A "\ I~"> TTA 1 T~\ 

C42B — H42D 


A AOAA 

0.9800 


P"1 A O I~"> TTA^r 

C42B — H42E 


A AOAA 

0.9800 


p /I O r-> TT/11T7 

C42B — H4zr 


A AOAA 

0.9800 


L43B — H43U 


A AOAA 

0.9800 


C43B — H43E 


A AOAA 

0.9800 


P /I O I~"> T T A ") "T 1 

C43B — H43F 


A AOAA 

0.9800 


(_44B — H44C 


A AAAA 

o.yyoo 


P A A I~"> U A A T\ 

C44B — H44D 


A AAAA 

0.9900 


P /I aTTI P /I / Fl 

C45B — C46B 


1 A A A / A \ 

1.494 (4) 


p Af f) TT/ICr 1 

C45B — H45L 


A AAAA 

0.9900 


p Af f) TT Af r\ 

C45B — H45D 


A AAAA 

0.9900 


p a pd p A TT) 

C46B — C47B 


1 f n / a \ 

1.513 (4) 


s~ ^ a / r> TT/1/"P 

C46B — H46C 


A AAAA 

0.9900 


P a pt"> TT/iz;r\ 

C46B — H46U 


A AAAA 

0.9900 


A *7T~> P/IOTi 

L47B — L48B 


1 Cl A A /"> \ 

1.5100 (3) 


C47B — H47C 


A AAAA 

0.9900 


p A^n TT/nr\ 

C47B — H47D 


A AAAA 

0.9900 


c ■• A 0 r> TT/IOr\ 

C48B — H4oU 


A AOAA 

0.9800 


pi Aon TTAOTl 

C48B — H48b 


A AOAA 

0.9800 


p a on TTAor 

C48B — H48F 


A AOAA 

0.9800 


p a nn patati 

C49B — C50B 


1 A AO /I \ 

1.493 (3) 


p Ann t i/in/'" 

C49B — H49C 


A AAAA 

0.9900 


pi Ann TT/inn 

C49B — H49U 


A AAAA 

0.9900 


pi r An pi f 1 

C50B — C51B 


1.480 (3) 


p*TAn ttcap 

C50B — H50C 


A AAAA 

0.9900 


pcai~* ttcat^\ 

C50B — H50D 


A AAAA 

0.9900 


L51B — L52B 


1 f n //i\ 

1.527 (4) 


p c 1 r> t tc 1 p 

C51B — H51C 


A AAAA 

0.9900 


p c 1 r> t tc 1 

C51B — H51D 


A AAAA 

0.9900 


pirATj TTf TT\ 

C52B — H52D 


A AOAA 

0.9800 


pr in t rr or 


A AOAA 

0.9800 


pcin ttcot? 

CjzB — H5zr 


A AOAA 

0.9800 


pic in pir /in 

C53B — C54B 


1 C>C 

1.525 (3) 


C53B — H53C 


A AAAA 

0.9900 


C53B — H53U 


A AAAA 
0.9900 


p c r n pc/"ti 

C55B — C56B 


1.369 (5) 


Pf fn P/"/1Tl 

C55B — C64B 


1.426 (5) 


C56B— C57B 


1.431 (7) 


C56B— H56B 


0.9500 


C57B— C58B 


1.339 (7) 


C57B— H57B 


0.9500 


C58B— C59B 


1.422 (6) 


C58B— H58B 


0.9500 
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C53A — H53A 


/a r\ A A A 

0.9900 


C53A — H53B 


A HAAA 

0.9900 


C55A — C56A 


1.359 (4) 


C55A — C64A 


1.430 (4) 


C56A — C57A 


1 A 1 *7 / A\ 

1.417 (4) 


f ' r / a TTC/" A 

C56A — H56A 


0.9500 


— — 7 • c o A 

C57A — C58A 


1.358 (4) 


/''CI A TTCH A 

C57A — H57A 


0.9500 


/"< C O A /"< C A A 

C58A — C59A 


1.410 (4) 


C58A — H58A 


0.9500 


C59A — C64A 


1.432 (4) 


C59A — C60A 


1 A A C A A \ 

1.445 (4) 


C60A — Col A 


1.373 (4) 


C61A — C62A 


1.394 (5) 


C61A — H61A 


0.9500 


C62A — C63A 


1.368 (5) 


C62A — H62A 


0.9500 


C63A — C64A 


1.421 (4) 


C63A — H63A 


0.9500 


f • f r a TT/"C A 

C65A — H65A 


r\ r\ o A A 

0.9800 


L65A — H65B 


0.9800 


C65A — H65C 


a ao f\r\ 

0.9800 


A T T A A « 

C66A — H66A 


AA Afl AA 

0.9800 


f ' / A A TT/'/'ri 

C66A — H66B 


A AOAA 

0.9800 


C66A — H66C 


0.9800 


A ' A ^ A /^/"fl A 

C67A — C68A 


1.518 (3) 


C67A — H67A 


aa r\r\r\r\ 

0.9900 


f ' / ~7 a T T A "7 r-> 

C67A — H67B 


A A A A A 

0.9900 


a • / a nnr\ a 

C69A — C70A 


1.367 (3) 


y^yT\ A Z~1TO A 

C69A — C78A 


1 yl ^ ^ f A\ 

1.425 (4) 


A~1 "7 f\ A Z~1T 1 A 

C70A — C71A 


l .415 (3) 


C70A — H70A 


A ACAA 

0.9500 


C71A — L7zA 


1.369 (4) 


C71A — H71A 


0.9500 


a • ~7 ^> a nao a 

C72A — C73A 


1.413 (4) 


A T Til A 

C72A — H72A 


A AC AA 

0.9500 


C73A — C78A 


1 A ^ A / A \ 

1 .420 (4) 


C73A — C74A 


1.457 (4) 


C74A — C75A 


1.358 (6) 


C75A — C76A 


1 1 OA //^\ 

1.389 (6) 


f ' ~1 r A TTTC A 

C75A — H75A 


0.9500 


on/ A t^T—l A 

C76A — C77A 


1.356 (5) 


C76A — H76A 


0.9500 


C77A— C78A 


1.426(4) 


C77A— H77A 


0.9500 


C79A— H79A 


0.9800 


C79A— H79B 


0.9800 


C79A— H79C 


0.9800 


C80A— H80A 


0.9800 



C59B — L60B 


1.412 (6) 


C59B — C64B 


1.434 (6) 


CoOB — Co IB 


1.376 (6) 


C61B — C62B 


1 /in /T\ 

1.423 (7) 


ColB — HolB 


A Af AA 

0.9500 


A < A -> r-) A ^ A ~> F"l 

C62B — C63B 


1.357 (6) 


C62B — H62B 


A ACAA 

0.9500 


A < A r-) A ' A A F"l 

C63B — C64B 


1.418 (5) 


C63B — H63B 


A ACAA 

0.9500 


C65B — H65D 


A AOAA 

0.9800 


A < /_ c D TTZ-CT7 

C65B — Ho5b 


A AOAA 

0.9800 


C65B — H65F 


A AOAA 

0.9800 


CooB — HooD 


A AOAA 

0.9800 


CooB — Hoob 


A AOAA 

0.9800 


CooB — Hoor 


A AOAA 

0.9800 


C67B — C68B 


1 CAT /") \ 

1.507 (3) 


C67B — H67C 


A AAAA 

0.9900 


C67B — H67D 


A AAAA 

0.9900 


f ' f (\ Ti f ' ~7/M~A 

C69B — C70B 


1.355 (5) 


C69B — L78B 


1.434 (5) 


C70B — L71B 


1 A 1 A /C \ 

1.414 (5) 


C70B — H70B 


A ACAA 

0.9500 


C71B — C72B 


1.366 (5) 


C71B — H71B 


A ACAA 

0.9500 


C72B — C73B 


1.405 (5) 


C72B — H72B 


A ACAA 

0.9500 


C73B — C74B 


1.437 (5) 


C73B — C78B 


1 A ^ O /A \ 

1.438 (4) 


C /4B — L /dB 


1.3S / (5) 


C75B — C76B 


1.4 16 (6) 


C75B — H75B 


0.9500 


C76B — C77B 


1.360 (6) 


C76B — H76B 


A ACAA 

0.9500 


C77B — C78B 


1 A ^ / C\ 

1.422 (5) 


C77B — H77B 


0.9500 


C79B — H79D 


A AOAA 

0.9800 


C/9B — ti/yh 


A AOAA 

0.9800 


C79B — H791 


A AOAA 

0.9800 


C80B — H80D 


A AOAA 

0.9800 


C80B — H80E 


A AOAA 

0.9800 


/"■ O f\ TTOAT7 

CoOB — HoOr 


A AOAA 

0.9800 


XT 1 C pi 1 C 

N 1 5> — C US 


1 *\ Af\ /C \ 

1.149 (5) 


CllS — L12S 


1 /I ") 1 /c\ 

1.431 (5) 


C12S — H12A 


0.9800 


C12S— H12B 


0.9800 


C12S— H12C 


0.9800 


N2S— C21S 


1.136(4) 


C21S— C22S 


1.443 (4) 


C22S— H22E 


0.9800 
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C80A— H80B 
C80A— H80C 
SIB— 07B 
SIB— 06B 
SIB— NIB 
SIB— C55B 
S2B— 01 OB 
S2B— 09B 
S2B— N3B 
S2B— C69B 
S2B — NalB 
NalB— 06B 
NalB— 08B 



0.9800 
0.9800 
1.427(2) 
1.450(3) 
1.601 (2) 
1.794 (4) 
1.437 (3) 
1.443 (4) 
1.598 (2) 
1.783 (3) 
3.1780(10) 
2.273 (2) 
2.2978 (18) 



C22S— H22F 
C22S— H22G 
N3S— C31S 
C31S— C32S 
C32S— H32G 
C32S— H32H 
C32S— H32I 
N4S— C41S 
C41S— C42S 
C42S— H42G 
C42S— H42H 
C42S— H42I 



0.9800 

0.9800 

1.137(7) 

1.415 (7) 

0.9800 

0.9800 

0.9800 

1.097 (15) 

1.248 (12) 

0.9800 

0.9800 

0.9800 



06A- 
06A- 
07A- 
06A- 
07A- 
N1A— 
06A- 
07A- 
N1A— 
C55A- 
09A- 
09A- 
O10A- 
09A- 
O10A- 
N3A- 
09A- 
O10A- 
N3A- 
C69A- 
05A- 
05A- 
08A- 
05A- 
08A- 
03A- 
05A- 
08A- 
03A- 
01A- 
05A- 
08A- 
03A- 
01A- 
04A- 



S1A— 07A 
SI A— N1A 
SI A— N1A 
SI A— C55A 
SI A— C55A 
■SI A— C55A 
SI A — Na2A 
■SI A — Na2A 
SI A — Na2A 
-SI A — Na2A 
S2A— 01 OA 
■S2A — N3A 
-S2A— N3A 
S2A— C69A 
-S2A— C69A 
S2A— C69A 
■S2A — Na2A 
-S2A— Na2A 
■S2A — Na2A 
-S2A— Na2A 
NalA— 08A 
NalA— 03A 
NalA— 03A 
NalA— 01A 
NalA— 01A 
NalA— 01A 
NalA— 04A 
NalA— 04A 
NalA— 04A 
NalA— 04A 
NalA— 02A 
NalA— 02A 
NalA— 02A 
NalA— 02A 
NalA— 02A 



114.79(14) 
111.52 (13) 
113.59(11) 
107.52 (12) 
106.72(12) 
101.49(11) 
90.94 (9) 
40.52 (9) 
96.23 (8) 

147.21 (9) 
114.90(13) 
110.93 (12) 
114.01 (11) 
107.05 (12) 
108.12 (12) 
100.55 (11) 
93.39 (8) 
39.96 (8) 
94.49 (8) 
148.01 (9) 
79.29 (6) 
148.95 (7) 
70.07 (6) 
69.01 (6) 
148.24 (7) 
141.18(6) 

105.22 (7) 
107.72 (7) 
89.12(7) 
83.18 (7) 
103.29 (7) 
99.18 (7) 
77.49 (6) 
86.58 (6) 
143.74 (7) 



N4A— C80A— H80B 
H80A— C80A— H80B 
N4A— C80A— H80C 
H80A— C80A— H80C 
H80B— C80A— H80C 
07B— SIB— 06B 
07B— SIB— NIB 
06B— SIB— NIB 
07B— SIB— C55B 
06B— SIB— C55B 
NIB— SIB— C55B 
01 0B— S2B— 09B 
01 0B — S2B — N3B 
09B— S2B— N3B 
O10B— S2B— C69B 
09B— S2B— C69B 
N3B— S2B— C69B 
O10B— S2B— NalB 
09B— S2B— NalB 
N3B— S2B— NalB 
C69B— S2B— NalB 
06B— NalB— 08B 
06B— NalB— 05B 
08B— NalB— 05B 
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109.19 (19) 


C40B— C41B- 


-H41D 


109.5 


f~"~\~l A /~<00 A TTOO A 

C27A — C33A — H33A 


1 AA O 

109.8 


C40B— C41B- 


-H41E 


1 AA C 

109.5 


O J A /~1 -7 -1 A TTOOA 

C34A — C33A — H33A 


109.8 


H41D— C41B- 


-H41E 


109.5 


f~* O "7 A /~1 O O A T TO O 

C27A — C33A — H33B 


109.8 


C40B— C41B- 


-H41F 


109.5 


/"i -> /i a /"<00 A TTOOT1 

C34A — C33A — H33B 


1 AA O 

109.8 


H41D— C41B- 


-H41F 


1 AA C 

109.5 


TTOO A O O A imn 

H33A — C33A — H33B 


108.3 


H41E— C41B- 


-H41F 


109.5 


C39A — C34A — C35A 


117.8 (2) 


C40B— C42B- 


-H42D 


109.5 


/~\ "> /-\ a /^l ,1 A /"< O O A 

C39A — C34A — C33A 


1 O O *7 ZO\ 

122.7 (2) 


C40B— C42B- 


-H42E 


109.5 


/""OCA il A /~<0 O A 

C35A — C34A — C33A 


1 1 A O /1\ 

119.3 (2) 


H42D— C42B- 


-H42E 


1 AA C 

109.5 


/" < ^ s~ a /" OCA /' 1 O /I A 

C36A — C35A — C34A 


122.3 (2) 


C40B— C42B- 


-H42F 


109.5 


/~10 ^ A /~10 ^ A ITT f A 

C36A — C35A — H35A 


118.9 


H42D— C42B- 


-H42F 


109.5 


/- • /-> * a z' ■> O AT A TTOiTA 

C34A — C35A — H35A 


118.9 


H42E— C42B- 


-H42F 


109.5 


C37A— C36A— C35A 


117.5 (2) 


C40B— C43B- 


-H43D 


109.5 


C37A— C36A— C40A 


120.2 (2) 


C40B— C43B- 


-H43E 


109.5 


C35A— C36A— C40A 


122.3 (3) 


H43D— C43B- 


-H43E 


109.5 


C36A— C37A— C38A 


122.6 (2) 


C40B— C43B- 


-H43F 


109.5 


C36A— C37A— H37A 


118.7 


H43D— C43B- 


-H43F 


109.5 


C38A— C37A— H37A 


118.7 


H43E— C43B- 


-H43F 


109.5 
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/""> *7 A Z" 1 '} O A /"'I A A 

L3 7A — C3 8 A — C3 9A 


1 1 O A /1\ 

llo.O (z) 


/" • -> -7 * /""I 1 O A /" ' AAA 

C3 7A — C3 8 A — C44A 


1 1 A A /1\ 

119.8 (2) 


Z"<1 A A Z" 1 1 O A p^/l A 

C3 9 A — C3 8 A — L44A 


1 11 1 /1\ 

lzz.l (z) 


PT/I A z"<1 A A Z"V /I A 

L J 4 A — C 3 9 A — <J4 A 


1 1 A / /1\ 

119.6 (z) 


pi < A Z"''} A A /""I O A 

C34A — C39A — C38A 


111 £. /1\ 

121.6 (2) 


Z"\ A A Z" 1 OH A /' 1 ") O A 

04A — G39A — C38A 


1 1 O O /I \ 

118.8 (2) 


L41A — C40A — L42A 


1 AO 1 /1\ 

108.1 (3) 


C41A — C40A — C43A 


1 AO C /"I \ 

108.5 (3) 


A n/|AA /"< /1 1 A 

L42A — C40A — L43A 


1 AO T /I \ 

108.7 (3) 


C41A — C40A — C36A 


1 AO O /I \ 

108.8 (3) 


Z"< /I 1 A r" /| A A z"<1 /" A 

C42A — C40A — C3 6A 


1 1 1 A /1\ 

113.0 (3) 


/" < J o A /" 1 A f\ A f ' 1 f A 

C43 A — C40A — C3 6A 


1 aa r /i\ 

109.6 (2) 


P/|A a nji a 11 A 1 A 

L4U A — C4 1 A — H4 1 A 


1 AA C 

109.5 


C40A — C41A — H41B 


1 AA C 

109.5 


T T A 1 A /"i /I 1 A T T /I 1 T~» 

H4 1 A — C4 1 A — H4 1 B 


109.5 


f ' A t\ \ f~\ A 1 A T T A 1 Z" 1 

C40A — C41A — H41C 


109.5 


TT/11 A /"MIA TT/I 1 r 1 

H4 1 A — C4 1 A — H4 1 C 


1 AA C 

109.5 


11 A 1 Tl Pyl1 A tt i| i /"I 

H41B — C41A — H41C 


1 AA C 

109.5 


r * A r\ A /"I /IT A TT/IOA 

C40A — C42A — H42A 


109.5 


p aa a A T T /I IT) 

L4UA — C42A — H42B 


1 AA C 

109.5 


TT/11 A /"< /1 1 A TT/I1T) 

H42A — C42A — H42B 


109.5 


Z" 1 A (\ A /"< /I 1 A TT/11 Z" 1 

C40A — C42A — H42C 


1 AA C 

109.5 


TT/11 A /"< /I 1 A TT/11 /' * 

H42A — C42A — H42C 


109.5 


TT/IITj Z" 1 /1 1 A TT/I^r 1 

H42B — L42A — H42L 


1 AA C 

109.5 


PAAA z" 1 /I 1 A TT/11 A 

L4UA — C43A — H43A 


109.5 


f ' AC\ A /"< A 1 A TT/11 Tl 

C40A — C43A — H43B 


109.5 


T T A 'I A f 1 A 1 A TT/I"! T1 

H43A — C43A — H43B 


109.5 


f • AC\ A f 1 /I 1 A TT/11 /" * 

C40A — C43A — H43C 


109.5 


H43A — C43A — H43L 


1 An c 

109.5 


H43B — C43A — H43C 


109.5 


Z" ^1 A f "* AAA Z"^1 O A 

C2A — C44A — C3 8A 


1 A A 1 A / 1 OX 

109.74 (18) 


L2A — C44A — H44A 


1 An n 

109.7 


(~< 1 O A Z""' /I /I A TT/I/IA 

L3 e A — C44A — H44A 


1 An n 

109.7 


f • /-» a /— i AAA 11 A A T) 

C2A — C44A — H44B 


109.7 


f • i-) o A /""■ AAA 11 A A T~l 

C3 8 A — C44A — H44B 


109.7 


11 A A A A A A 11 A ATt 

H44A — C44A — H44B 


1 AO 1 

108.2 


/"VI A r,1f A Z"< /I /T A 

(JzA — C45A — C46A 


1 1 1 A /1\ 

112.9 (2) 


/~\1 A Z" 1 /I C A TT/ICA 

(JzA — C45A — H45A 


1 AA A 

109.0 


Z~ 1 A f A /" "1 A C A TT/lf A 

C46A — C45A — H45A 


109.0 


A PilC A TT/1CT) 

(J2A — C45A — H45B 


1 AA A 

109.0 


L46A — L45A — H45B 


1 AA A 

109.0 


TT/lf A Z' ' A C A 11 A C Tt 

H45A — C45A — H45B 


107.8 


A C A A /" A f~*> AH A 

C45A — C46A — C47A 


1 A A Z' /I \ 

109.6 (3) 


/"MCA /^/1/TA TU/1 £. A 

C43A — C46A — H4oA 


1 An t 
109. / 


C47A— C46A— H46A 


109.7 


C45A— C46A— H46B 


109.7 


C47A— C46A— H46B 


109.7 


H46A— C46A— H46B 


108.2 


C48A— C47A— C46A 


113.2 (3) 



/" ' ^\ T~l /-I /I A yt 

C2B — C44B— 


-C38B 


1 1 A Of /10\ 

110.85 (18) 


C2B— C44B- 


-H44C 


109.5 


C38B— C44B- 


-H44C 


1 AA C 

109.5 


C2B— C44B- 


-H44D 


1 AA C 

109.5 


C38B— C44B- 


-H44D 


1 AA C 

109.5 


H44C— C44B- 


-H44D 


108.1 


02B— C45B— C46B 


11/" A / A \ 

116.0 (4) 


vJZJj LUD — 




1 AO 1 

108.3 






1 AO 1 

108.3 


vJZJj LUD — 


u/icn 
-rm-jD 


108.3 




— rm-DLf 


1 AO 1 

108.3 


rl H 3 ^ K^H j Jj- 


— M H- J 1 J 


107.4 




— y^H- 1 J3 


1 1 A A /I \ 

110.9 (3) 




MA&C 


1 AA C 

109.5 




\lAf*C 


109.5 


^"4- JO ^.'i-OJj- 


— ilH-0 IJ 


109.5 


Pzl7R Pd^R 


T-Td^ri 


1 AA C 

109.5 




— rm-OLf 


1 AO 1 

108.1 


C48B— C47B- 


-C46B 


1 AA /I /T\ 

109.4 (3) 


C48B— C47B- 


-H47C 


1 AA O 

109.8 


C46B— C47B- 


-H47C 


1 An o 

109.8 


C48B— C47B- 


-H47D 


1 AA O 

109.8 


C46B— C47B- 


-H47D 


109.8 


H47C— C47B- 


-H47D 


1 AO 1 

108.3 


C47B— C48B- 


-H48D 


1 An c 

109.5 


C47B— C48B- 


-H48E 


109.5 


H48D— C48B- 


— H48E 


109.5 


C47B— C48B- 


-H48F 


1 AA C 

109.5 


H48D— C48B- 


— H48F 


1 An c 

109.5 


H48E— C48B- 


-H48F 


109.5 


04B— C49B— C50B 


11/1 A /1\ 

114.4 (2) 


04B— C49B- 


-H49C 


1 ao n 

108.7 


C50B— C49B- 


-H49C 


1 ao n 

108.7 


04B— C49B- 


-H49D 


108.7 


C50B— C49B- 


-H49D 


108.7 


H49C— C49B- 


-H49D 


107.6 


C51B— C50B- 


-C49B 


1 1 C A /I A 

115.0 (3) 


C51B— C50B- 


-H50C 


1 AO C 

108.5 


C49B— C50B- 


-H50C 


108.5 


C51B— C50B- 


-H50D 


1 AO C 

108.5 


C49B— C50B- 


-H50D 


108.5 


H50C— C50B- 


-H50D 


107.5 


C50B— C51B- 


-C52B 


1 A A 1 /I \ 

109.3 (3) 


C50B— C51B- 


-H51C 


109.8 


C52B— C51B- 


-H51C 


109.8 


C50B— C51B- 


-H51D 


109.8 


C52B— C51B- 


-H51D 


109.8 


H51C— C51B- 


-H51D 


108.3 


C51B— C52B- 


-H52D 


109.5 
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C48A — C47A- 


— H47A 


108.9 


C5 IB — C52B — H52E 


109.5 


f * a f A /"I /I "7 A 

C46A — C47A- 


— H47A 


108.9 


H52D — C52B — H52E 


109.5 


C48A — C47A- 


— H47B 


108.9 


C5 IB — C52B — H52F 


109.5 


C46A — C47A- 


— H47B 


1 AO A 

108.9 


H52D — C52B — H52F 


1 AA C 

109.5 


T T A "7 A /~" A ~7 \ 

H47A — C47A- 


— H47B 


107.8 


TTnr c ^ c n tic 'ir 

H52E — C52B — H52F 


109.5 


C47A — C48A- 


— H48A 


109.5 


/■ "\ i r-\ t~\ r ~) r\ ft c a t~» 

01B — C53B — C54B 


1 1 A f\*7 f 1 A\ 

1 10.07 (19) 


C47A — C48A- 


— H48B 


109.5 


01B — C53B — H53C 


109.6 


T T A CI A /~f /IDA 

H48A — C48A- 


— H48B 


109.5 


C54B — C53B — H53C 


109.6 


C47A — C48A- 


— H48C 


109.5 


OIB — C53B — H53D 


109.6 


T T A O A /~1 /IDA 

H48A — C48A- 


— H48C 


109.5 


C54B — C53B — H53D 


109.6 


T T A OT~» /~1 /I O A 

H48B — C48A- 


— H48C 


109.5 


TTf ir" f 1 "n T T — -> 1 — v 

H53C — C53B — H53D 


108.2 


04A — C49A— 


-C50A 


HO. 8 (2) 


/"-\ r T~i ft f ^ t~» "V T 1 

05B — C54B — NIB 


1 /-\ O f fry \ 

128.6 (2) 


04A— C49A- 


-H49A 


109.5 


f \ C F"l /""I f >1 T~"> /" f •-> n 

05B — C54B — C53B 


120.4 (2) 


C50A— C49A- 


-H49A 


109.5 


\T| fA f A T~1 f f" ^> T~i 

NIB — C54B — C53B 


1 1 A A / ^ \ 

HO. 9 (2) 


04A— C49A- 


-H49B 


109.5 


C56B — C55B — C64B 


1 --\ --\ -i f A\ 

122.1 (4) 


C50A— C49A- 


-H49B 


109.5 


C56B — C55B — SIB 


117.4 (3) 


H49A— C49A- 


-H49B 


108.1 


f ' s~ a -w~i /~i c en C 1 1 T~"> 

C64B — C55B — SIB 


1 ^ A A \ 

120.4 (3) 


C49A— C50A— C51A 


lll.O (3) 


C55B — C56B — C57B 


1 r\ f\ <-y f A \ 

120.3 (4) 


C49A— C50A- 


-H50A 


109.4 


C55B — C56B — H56B 


1 19.9 


C51A— C50A- 


-H50A 


109.4 


C57B — C56B — H56B 


119.9 


C49A— C50A- 


-H50B 


1 AH A 

109.4 


C58B — C57B — C56B 


119.5 (4) 


C51A— C50A- 


-H50B 


109.4 


C58B — C57B — H57B 


120.2 


H50A— C50A- 


-H50B 


108.0 


' — ✓ r-\ of nn TTf nn 

C56B — C57B — H57B 


120.2 


C50A— C51A- 


-C52A 


109.2 (3) 


f Tn /■ f oti z^ 1 f An 

C57B — C58B — C59B 


121.3 (5) 


C50A— C51A- 


-H51A 


1 aa o 

109.8 


ft f — t r> < r on TTf On 

C57B — C58B — H58B 


1 1 A A 

119.4 


C52A— C51A- 


-H51A 


109.8 


C59B — C58B — H58B 


119.4 


C50A— C51A- 


-H51B 


109.8 


C60B — C59B — C58B 


120.1 (4) 


C52A— C51A- 


-H51B 


109.8 


< / An t~ ' c An f A / a n 

C60B — C59B — C64B 


1 1 A >1 / A \ 

119.4 (4) 


H51A— C51A- 


-H51B 


1 AO 1 

108.3 


ftrcy T~"l /^fAn /" ■> /"/in 

C58B — C59B — C64B 


1 ^ A C f A \ 

120.5 (4) 


C51A— C52A- 


-H52A 


109.5 


C61B — C60B — C59B 


120.7 (4) 


C51A— C52A- 


-H52B 


109.5 


C6 1 B — C60B — N2B 


120.3 (4) 


H52A— C52A- 


-H52B 


109.5 


C59B — C60B — N2B 


1 1 O A / A \ 

H8.9 (4) 


C51A— C52A- 


-H52C 


1 AA C 

109.5 


C60B — C6 1 B — C62B 


1 1 A 1 / A \ 

119.1 (4) 


H52A— C52A- 


-H52C 


109.5 


/"■< /" A"n a f i -r~» tt/1 "n 

C60B — C61B — H61B 


120.4 


H52B— C52A- 


-H52C 


109.5 


C62B — C61B — H61B 


120.4 


01 A— C53A— C54A 


108.92 (17) 


C63B — C62B — C6 1 B 


1 -\ -\ f\ f A \ 

122.0 (4) 


OlA— C53A- 


-H53A 


109.9 


C63B — C62B — H62B 


119.0 


C54A— C53A- 


-H53A 


109.9 


C6 1 B — C62B — H62B 


119.0 


01 A— C53A- 


-H53B 


109.9 


C62B — C63B — C64B 


1 1 A A / A \ 

119.9 (4) 


C54A— C53A- 


-H53B 


1 AA A 

109.9 


C62B — C63B — H63B 


1 A A 

120.0 


H53A— C53A- 


-H53B 


108.3 


f ^ f- a r-) < /- ^> r-) T T/" ") n 

C64B — C63B — H63B 


120.0 


05A— C54A- 


-N1A 


129.3 (2) 


f i ~n ^ i f a t~» /-" f f t~» 

C63B — C64B — C55B 


125.2 (4) 


05A— C54A- 


-C53A 


1 1 A O Z' / 1 A\ 

119.86 (19) 


C63B — C64B — C59B 


1 1 O A / "> \ 

1 18.9 (3) 


N1A— C54A- 


-C53A 


110.82 (19) 


C55B— C64B— C59B 


115.9 (3) 


C56A— C55A- 


-C64A 


121.9 (2) 


N2B— C65B— H65D 


109.5 


C56A— C55A- 


-SI A 


116.4 (2) 


N2B— C65B— H65E 


109.5 


C64A— C55A- 


-S1A 


121.60(18) 


H65D— C65B— H65E 


109.5 


C55A— C56A- 


-C57A 


119.7(3) 


N2B— C65B— H65F 


109.5 


C55A— C56A- 


-H56A 


120.2 


H65D— C65B— H65F 


109.5 
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C57A— C56A- 


-H56A 


120.2 


C58A— C57A— C56A 


120.4 (2) 


LjoA — LO 1 A- 


— nj / A 


H9.8 


LOOA LD /A- 


LJ C "7 A 

— riJ / A 


lino 

119.8 


/A L/JOA- 


C^Q A 

— LjVA 


121.4 (2) 


LO /A LjoA- 


— 11 J OA 


119.3 


L J> V A L D o A- 


LTCOA 

— rlJoA 


119.3 


rcoA r^QA 
LjoA 1 J / A- 


C£*A A 


119.0 (3) 


rcoA r^QA 
LjoA IJ /A- 


CfyC\ A 

— LOUA 


121.5 (3) 


L 04 A L J VA- 


— LOU A 


119.4 (2) 


r*^1 A PAHA 


XT9 A 


122.4 (3) 


r^i a r^nA 

LO 1 A LOUA- 


rcQ A 
— LOyA 


119.3 (3) 


N2A— C60A- 


-C59A 


118.2 (3) 


C60A— C61A- 


-C62A 


120.7 (3) 


C60A— C61A- 


-H61A 


119.6 


C62A— C61A- 


-H61A 


119.6 


C63A— C62A- 


-C61A 


121.8 (3) 


C63A— C62A- 


-H62A 


119.1 


C61A— C62A- 


-H62A 


119.1 


C62A— C63A— C64A 


120.3 (3) 


C62A— C63A- 


-H63A 


119.8 


C64A— C63A- 


-H63A 


119.8 


C63A— C64A- 


-C55A 


124.2 (2) 


C63A— C64A— C59A 


118.4 (3) 


C55A— C64A— C59A 


117.5 (2) 


N2A— C65A- 


-H65A 


109.5 


N2A— C65A- 


-H65B 


109.5 


H65A— C65A- 


-H65B 


109.5 


N2A— C65A- 


-H65C 


1 AA C 

109.5 


H65A— C65A- 


-H65C 


109.5 


H65B— C65A- 


-H65C 


109.5 


N2A— C66A- 


-H66A 


1 AA C 

109.5 


N2A— C66A- 


-H66B 


109.5 


H66A— C66A- 


-H66B 


109.5 


N2A— C66A- 


-H66C 


109.5 


H66A— C66A- 


-H66C 


109.5 


H66B— C66A- 


-H66C 


109.5 


03A— C67A- 


-C68A 


110.02 (17) 


03A— C67A- 


-H67A 


109.7 


C68A— C67A- 


-H67A 


1 AA H 

109.7 


03A— C67A- 


-H67B 


109.7 


C68A— C67A- 


-H67B 


109.7 


H67A— C67A- 


-H67B 


108.2 


08A— C68A- 


-N3A 


130.1 (2) 


08A— C68A- 


-C67A 


119.7(2) 


N3A— C68A- 


-C67A 


110.23 (19) 


08A— C68A- 


-NalA 


41.23 (11) 


N3A— C68A- 


-NalA 


160.77 (16) 


C67A— C68A- 


-NalA 


81.61 (12) 



H65E — C65B- 


— H65F 


109.5 


N2B — C66B— 


-H66D 


109.5 


N2B — C66B— 


-H66E 


1 AA C 

109.5 


IT/'/"T\ /- < / / T") 

H66D — C66B- 


— H66E 


1 AA C 

109.5 


N2B — C66B— 


-H66F 


109.5 


TT/'/"r\ /""i x ✓ r-\ 

H66D — C66B- 


— H66F 


109.5 


H66E — C66B- 


— H66F 


109.5 


03B — C67B— 


-C68B 


1 An OA / 1 ON 

108.80 (18) 


(J3B — C67B— 


-H67C 


1 AA A 

109.9 


C68B — C67B- 


— H67C 


109.9 
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C28A — C23A — C24A — C25A 


-0.5 (4) 


C26B— C27B- 


-C28B- 


-03B 


1 T /" 1 1 / 1 A\ 

176.22 (19) 


A *~<T> A r^^i A A PIC A 

L22A — C23A — L24A — L25A 


179.9 (2) 


C33B— C27B- 


-C28B— 03B 


-6.2 (3) 


L23A — C24A — L25A — L26A 


3.1 (4) 


C24B— C25B- 


-C29B- 


-C32B 


112.9 (3) 


C23A — C24A — C25A — C29A 


-175.4 (3) 


C26B— C25B- 


-C29B- 


-C32B 


-66.8 (3) 


C24A — C25A — C26A — C27A 


-1.4(4) 


C24B— C25B- 


-C29B- 


-C31B 


-6.9 (4) 


n(AA fir A PT/;a nTA 

C29A — C25A — LzoA — C2 /A 


1 / /.2 (2) 


C26B— C25B- 


-C29B- 


-C31B 


1/3.4 (2) 


C25A— C26A— C27A— C28A 


-2.8 (4) 


C24B— C25B- 


-C29B- 


-C30B 


-124.3 (3) 


C25A— C26A— C27A— C33A 


172.1 (2) 


C26B— C25B- 


-C29B- 


-C30B 


56.1 (3) 


C26A— C27A— C28A— 03A 


-173.5 (2) 


C28B— C27B- 


-C33B— C34B 


-99.4 (2) 


C33A— C27A— C28A— 03A 


11.8(3) 


C26B— C27B- 


-C33B- 


-C34B 


78.1 (3) 


C26A— C27A— C28A— C23A 


5.4 (3) 


C27B— C33B- 


-C34B- 


-C35B 


-78.1 (3) 
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C33A— C27A— C28A— C23A 
C67A— 03A— C28A— C27A 
NalA— 03A— C28A— C27A 
C67A— 03A— C28A— C23A 
NalA— 03A— C28A— C23A 
C24A— C23A— C28A— C27A 
C22A— C23A— C28A— C27A 
C24A— C23A— C28A— 03A 
C22A— C23A— C28A— 03A 
C24A— C25A— C29A— C3 1 A 
C26A— C25A— C29A— C3 1 A 
C24A— C25A— C29A— C30A 
C26A— C25A— C29A— C30A 
C24A— C25A— C29A— C32A 
C26A— C25A— C29A— C32A 
C28A— C27A— C33A— C34A 
C26A— C27A— C33A— C34A 
C27A— C33A— C34A— C39A 
C27A— C33A— C34A— C35A 
C39A— C34A— C35A— C36A 
C33A— C34A— C35A— C36A 
C34A— C35A— C36A— C37A 
C34A— C35A— C36A— C40A 
C35A— C36A— C37A— C38A 
C40A— C36A— C3 7A— C3 8 A 
C36A— C37A— C38A— C39A 
C36A— C37A— C38A— C44A 
C35A— C34A— C39A— 04A 
C33A— C34A— C39A— 04A 
C35A— C34A— C39A— C38A 
C33A— C34A— C39A— C38A 
C49A— 04A— C39A— C34A 
Na 1 A — 04A — C39A — C34A 
C49A— 04A— C39A— C38A 
Na 1 A— 04A— C39A— C3 8 A 
C37A— C38A— C39A— C34A 
C44A— C38A— C39A— C34A 
C3 7A— C3 8 A — C39A — 04A 
C44A— C38A— C39A— 04A 
C3 7A— C36A— C40A— C4 1 A 
C35A — C3 6 A— C40A— C4 1 A 
C37A— C36A— C40A— C42A 
C35A— C36A— C40A— C42A 
C37A— C36A— C40A— C43A 
C35A— C36A— C40A— C43A 
C3 A— C2A— C44A— C3 8 A 
C 1 A— C2 A— C44A— C3 8 A 
C3 7A— C3 8 A— C44A— C2A 
C3 9A— C3 8 A— C44A— C2A 



-169.3 (2) C27B— C33B— C34B— C39B 97.2 (3) 

91.7(2) C39B— C34B— C35B— C36B -1.6(4) 

-85.2 (2) C33B— C34B— C35B— C36B 174.0 (2) 

-87.2 (2) C34B— C35B— C36B— C37B -2.6 (4) 

95.9(2) C34B— C35B— C36B— C40B 175.9(2) 

-3.9(3) C35B— C36B— C37B— C38B 2.1(4) 

175.7(2) C40B— C36B— C37B— C38B -176.4(2) 

175.0(2) C36B— C37B— C38B— C39B 2.6(4) 

-5.4 (3) C36B— C37B— C38B— C44B -173.5 (2) 

106.7 (4) C49B— 04B— C39B— C34B 106.8 (2) 

-71.7(4) Na2B— 04B— C39B— C34B -88.2(2) 

-12.8 (5) C49B— 04B— C39B— C38B -74.6 (3) 

168.7 (3) Na2B— 04B— C39B— C38B 90.3 (2) 

-133.6(4) C35B— C34B— C39B— 04B -175.1(2) 

47.9 (4) C33B— C34B— C39B— 04B 9.5 (3) 

94.2 (3) C35B— C34B— C39B— C38B 6.4 (4) 
-80.4(3) C33B— C34B— C39B— C38B -169.0(2) 
-101.3(3) C37B— C38B— C39B— 04B 174.6(2) 
74.0(3) C44B— C38B— C39B— 04B -9.4(3) 
2.2 (4) C37B— C38B— C39B— C34B -6.9 (3) 
-173.3(2) C44B— C38B— C39B— C34B 169.1(2) 
1.9(4) C37B— C36B— C40B— C43B -128.4(3) 
179.7 (3) C35B— C36B— C40B— C43B 53.2 (4) 
-2.9 (4) C37B— C36B— C40B— C41B -7.4 (4) 
179.3 (3) C35B— C36B— C40B— C41B 174.2 (3) 
-0.4(4) C37B— C36B— C40B— C42B 111.3(3) 
175.8(2) C35B— C36B— C40B— C42B -67.1(3) 
174.0 (2) C1B— C2B— C44B— C38B 98.4 (2) 
-10.6 (4) C3B— C2B— C44B— C38B -78.9 (3) 
-5.6(4) C37B— C38B— C44B— C2B 80.0(3) 
169.7(2) C39B— C38B— C44B— C2B -96.0(3) 
-91.3(3) C17B— 02B— C45B— C46B -174.0(5) 

87.3 (3) Na2B — 02B — C45B — C46B 4.7 (7) 
88.3 (3) 02B— C45B— C46B— C47B 177.6(5) 
-93.0(2) C45B— C46B— C47B— C48B 14.3(11) 
4.8 (4) C39B— 04B— C49B— C50B -78.6 (3) 
-171.3(2) Na2B — 04B — C49B — C50B 114.8(2) 
-174.9(2) 04B— C49B— C50B— C51B -77.2(3) 
9.1(3) C49B— C50B— C51B— C52B -173.4(4) 
64.1(4) C1B— 01B— C53B— C54B -174.4(2) 
-113.6(3) Na2B— OIB— C53B— C54B 3.1(3) 
-175.8(3) Na2B — 05B — C54B — NIB 176.0(3) 
6.4(4) NalB — 05B — C54B — NIB 26.1(5) 
-54.4 (4) Na2B— 05B— C54B— C53B -2.2 (4) 
127.9(3) NalB— 05B— C54B— C53B -152.1(2) 
79.7(3) SIB— NIB— C54B— 05B 8.4(5) 
-95.6 (2) SIB— NIB— C54B— C53B -173.3 (2) 
-78.6 (3) OIB— C53B— C54B— 05B -0.7 (4) 
97.3 (3) OIB— C53B— C54B— NIB -179.2 (2) 



Acta Cryst. (2012). E68, m460-m461 



sup-37 



supplementary materials 



C 1 7 A— 02 A— C45 A— C46A 
Na 1 A— 02 A— C45 A— C46A 
02A— C45A— C46A— C47A 
C45A— C46A— C47A— C48A 
C3 9A— 04 A— C49A— C50A 
Na 1 A— 04 A— C49 A— C5 OA 
04A— C49A— C50A— C5 1 A 
C49A— C50A— C5 1 A— C52A 
CIA — 01 A — C53A — C54A 
NalA — 01 A — C53A — C54A 
Na 1 A— 05 A— C54A— N 1 A 
Na2A— 05 A— C54A— N 1 A 
NalA— 05A— C54A— C53A 
Na2A — 05 A — C54A — C53A 
S 1 A— N 1 A— C54A— 05 A 
SI A — N1A — C54A — C53A 
01 A— C53A— C54A— 05A 
01 A — C53A — C54A — N1A 
06A— SI A— C55A— C56A 
07A— S 1 A — C55A — C56A 
N1A — SI A — C55A — C56A 
Na2 A— S 1 A — C55A — C56A 
06A — SI A — C55A — C64A 
07A — SI A — C55A — C64A 
N1A — SI A — C55A — C64A 
Na2A — SI A — C55A — C64A 
C64A— C55A— C56A— C57A 
S1A— C55A— C56A— C57A 
C55A— C56A— C57A— C58A 
C56A— C57A— C58A— C59A 
C57A— C58A— C59A— C64A 
C57A— C58A— C59A— C60A 
C66A— N2A— C60A— C6 1 A 
C65A — N2A — C60A — C6 1 A 
C66A— N2A— C60A— C59A 
C65A — N2A — C60A — C59A 
C58A— C59A— C60A— C61A 
C64A— C59A— C60A— C61A 
C58A — C59A — C60A — N2A 
C64A — C59A — C60A — N2A 
N2A— C60A— C6 1 A— C62A 
C59A— C60A— C61A— C62A 
C60A— C61A— C62A— C63A 
C6 1 A— C62A— C63 A— C64A 
C62A— C63A— C64A— C55A 
C62A— C63A— C64A— C59A 
C56A— C55A— C64A— C63A 
S1A— C55A— C64A— C63A 
C56A— C55A— C64A— C59A 



100.6(3) 07B— SIB— C55B— C56B 140.4(3) 

-86.8 (3) 06B— SIB— C55B— C56B 14.9(3) 

-179.0(3) NIB— SIB— C55B— C56B -106.3(3) 

-174.6(4) 07B— SIB— C55B— C64B -44.2(3) 

-163.0(3) 06B— SIB— C55B— C64B -169.8(2) 

18.4(4) NIB— SIB— C55B— C64B 69.0(3) 

174.3(3) C64B— C55B— C56B— C57B -5.1(6) 

178.4 (4) SIB— C55B— C56B— C57B 170.2 (3) 
-173.02 (18) C55B— C56B— C57B— C58B 2.5(7) 
0.7 (2) C56B— C57B— C58B— C59B 3.8 (7) 
-175.4(2) C57B— C58B— C59B— C60B 175.1(4) 
-10.1(4) C57B— C58B— C59B— C64B -7.8(6) 
3.8(3) C58B— C59B— C60B— C61B 175.4(4) 
169.13(16) C64B— C59B— C60B— C61B -1.7(5) 
6.9(4) C58B— C59B— C60B— N2B -1.4(6) 
-172.35 (17) C64B— C59B— C60B— N2B -178.5 (3) 
-2.8(3) C65B— N2B— C60B— C61B 110.1(6) 

176.5 (2) C66B— N2B— C60B— C61B -19.5 (6) 
10.1 (2) C65B— N2B— C60B— C59B -73.1 (6) 
-113.5(2) C66B— N2B— C60B— C59B 157.2(4) 
127.3 (2) C59B— C60B— C61B— C62B -1.1 (6) 
-111.4(2) N2B— C60B— C61B— C62B 175.7(4) 
-173.9(2) C60B— C61B— C62B— C63B 2.8(6) 
62.5(2) C61B— C62B— C63B— C64B -1.5(5) 
-56.7 (2) C62B— C63B— C64B— C55B 179.4 (3) 
64.6(3) C62B— C63B— C64B— C59B "1.3(5) 
-2.5 (4) C56B— C55B— C64B— C63B -179.6 (3) 
173.5 (2) SIB— C55B— C64B— C63B 5.3 (4) 
2.6(4) C56B— C55B— C64B— C59B 1.2(5) 
1.7(4) SIB— C55B— C64B— C59B -173.9(2) 
-5.9 (4) C60B— C59B— C64B— C63B 2.9 (5) 
178.3 (2) C58B— C59B— C64B— C63B -174.2 (3) 
-17.4 (4) C60B— C59B— C64B— C55B -177.8 (3) 
118.5(3) C58B— C59B— C64B— C55B 5.1(5) 
158.3(3) C28B— 03B— C67B— C68B -174.0(2) 
-65.9 (4) Na2B— 03B— C67B— C68B 5.9 (3) 
172.4(3) NalB— 08B— C68B— N3B 7.7(5) 
-3.4 (4) Na2B— 08B— C68B— N3B 174.6 (3) 
-3.4 (4) Na 1 B— 08B— C68B— C67B - 1 73 .0 (2) 
-179.2(2) Na2B— 08B— C68B— C67B -6.1(4) 
177.1(3) S2B— N3B— C68B— 08B -7.0(5) 
1.5(4) S2B— N3B— C68B— C67B 173.6(2) 
0.7 (5) 03B— C67B— C68B— 08B 0.0 (4) 
-0.9 (4) 03B— C67B— C68B— N3B 179.4 (2) 
-179.5(2) O10B— S2B— C69B— C70B 114.4(3) 
-1.1(4) 09B— S2B— C69B— C70B -8.9(3) 
176.7 (2) N3B— S2B— C69B— C70B -126.8 (3) 
0.9 (3) NalB— S2B— C69B— C70B 95.8 (4) 
-1.6(3) O10B— S2B— C69B— C78B -67.6(3) 
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S1A— C55A— C64A— C59A -177.43 (17) 

C58A— C59A— C64A— C63A -172.7 (2) 

C60A— C59A— C64A— C63A 3.2 (3) 

C58A— C59A— C64A— C55A 5.7 (3) 

C60A— C59A— C64A— C55A -178.3 (2) 

C28A— 03 A— C67A— C68A 174.81 (19) 

NalA— 03A— C67A— C68A -7.8 (2) 

NalA— 08A— C68A— N3A 155.8 (2) 

Na2A— 08A— C68A— N3A 12.6 (4) 

NalA— 08A— C68A— C67A -25.2 (3) 

Na2A— 08A— C68A— C67A -168.43 (16) 

Na2A— 08A— C68A— NalA -143.2 (3) 

S2A— N3A— C68A— 08A 6.5 (4) 

S2A— N3A— C68A— C67A -172.55 (17) 

S2A— N3A— C68A— NalA 61.7(6) 

03A— C67A— C68A— 08A 21.7(3) 

03A— C67A— C68A— N3A -159.1 (2) 

03A— C67A— C68A— NalA 5.19(16) 

05A— NalA— C68A— 08A 19.65 (18) 

03A— NalA— C68A— 08A -161.9(2) 

01A— NalA— C68A— 08A 53.5 (3) 

04A— NalA— C68A— 08A -89.84(18) 

02A— NalA— C68A— 08A 122.81 (18) 

Na2A— NalA— C68A— 08A 19.21 (15) 

05A— NalA— C68A— N3A -52.7 (5) 

08A— NalA— C68A— N3A -72.3 (5) 

03A— NalA— C68A— N3A 125.7 (5) 

01A— NalA— C68A— N3A -18.8(7) 

04A— NalA— C68A— N3A -162.2 (5) 

02A— NalA— C68A— N3A 50.5 (5) 

Na2A— NalA— C68A— N3A -53.1 (5) 



09B— S2B— C69B— C78B 169.1 (3) 

N3B— S2B— C69B— C78B 51.2(3) 

NalB— S2B— C69B— C78B -86.3 (3) 

C78B— C69B— C70B— C71B -1.3 (6) 

S2B— C69B— C70B— C71B 176.7 (3) 

C69B— C70B— C71B— C72B 0.0(6) 

C70B— C71B— C72B— C73B 0.2 (6) 

C71B— C72B— C73B— C74B -176.8 (3) 

C71B— C72B— C73B— C78B 0.9 (5) 

C72B— C73B— C74B— C75B 176.5 (3) 

C78B— C73B— C74B— C75B -1.2(5) 

C72B— C73B— C74B— N4B -1.1 (5) 

C78B— C73B— C74B— N4B -178.7 (3) 

C80B— N4B— C74B— C75B -35.1 (5) 

C79B— N4B— C74B— C75B 94.4 (4) 

C80B— N4B— C74B— C73B 142.4 (3) 

C79B— N4B— C74B— C73B -88.1 (4) 

C73B— C74B— C75B— C76B 3.1 (6) 

N4B— C74B— C75B— C76B -179.4(4) 

C74B— C75B— C76B— C77B -1.5 (6) 

C75B— C76B— C77B— C78B -2.1 (6) 

C76B— C77B— C78B— C69B -173.9 (4) 

C76B— C77B— C78B— C73B 3.9 (5) 

C70B— C69B— C78B— C77B -179.9(4) 

S2B— C69B— C78B— C77B 2.3 (5) 

C70B— C69B— C78B— C73B 2.3 (5) 

S2B— C69B— C78B— C73B -175.6 (2) 

C72B— C73B— C78B— C77B 180.0(3) 

C74B— C73B— C78B— C77B -2.3 (5) 

C72B— C73B— C78B— C69B -2.0 (4) 

C74B— C73B— C78B— C69B 175.7 (3) 
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